Key indicators: single-crystal X-ray study; T = 294 K; mean (C-C) = 0.009 Å; R factor = 0.060; wR factor = 0.185; data-to-parameter ratio = 10.2.
In the title compound, C 9 H 10 N 4 O 2 ÁH 2 O, the oxime unit has an E configuration, and an intramolecular N-HÁ Á ÁN hydrogen bond results in the formation of a planar five-membered ring, which is oriented with respect to the aromatic ring at a dihedral angle of 74.82 (17) . In the crystal structure, intermolecular O-HÁ Á ÁO and N-HÁ Á ÁO hydrogen bonds link the molecules and R 2 2 (8) ring motifs are apparent.
Related literature
For general background, see: Balsamo et al. (1990) ; Marsman et al. (1999) ; Karle et al. (1996) ; Etter et al. (1990) (2004a,b) . For reference structural data, see: Allen et al. (1987) . For ring motifs, see: Bernstein et al. (1995) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). Oxime and dioxime derivatives have a broad pharmacological activity spectrum, encompassing antibacterial, antidepressant and antifungal activities (e.g. Balsamo et al., 1990) . The oxime (-C=N-OH) moiety is potentially ambidentate, with possibilities of coordination to metal ions through nitrogen and/or oxygen atoms. Oxime groups possess stronger hydrogenbonding capabilities than alcohols, phenols, and carboxylic acids (Marsman et al., 1999) , in which intermolecular hydrogen bonding combines moderate strength and directionality (Karle et al., 1996) in linking molecules to form supramolecular structures; this has received considerable attention with respect to directional noncovalent intermolecular interactions (Etter et al., 1990) .
The structures of some oxime and dioxime derivatives have been determined in our laboratory, including those of 2,3- As part of our ongoing studies in this area, the structure determination of the title compound, (I), an oxime derivative with one semicarbazide, one phenylacetaldehyde oxime moieties and one uncoordinated water molecule, was carried out in order to investigate the strength of the hydrogen bonding capability of the oxime and semicarbazide groups and to compare the geometry of the oxime moiety with the previously reported ones.
In the molecule of the title compound, (I), (Fig. 1 ) the bond lengths (Allen et al., 1987) and angles are generally within normal ranges. Ring A (C1-C6) is, of course, planar. The intramolecular N-H···N hydrogen bond (Table 1) (Table 1) link the molecules through R 2 2 (8) ring motifs (Bernstein et al., 1995) (Fig. 2) .
Semicarbazide hydrochloride (1.12 g, 10 mmol) and sodium acetate (0.82 g, 10 mmol) were dissolved in double distilled water in the molar ratio 1:1. Then, the solution was mixed with a solution of 2-isonitrosoacetophenone (1.49 g, 10 mmol) in ethanol (10 ml) yielding a turbid mixture. The excess ethanol was added to get a clear solution and was stirred in a magnetic stirrer at room temparature for 4 h. The precipitate formed was filtered, washed with water and dried at room temperature supplementary materials sup-2 in vacuum desiccator. It was recrystallized from ethanol/water (2:1) solution to yield colourless prisms of (I) (yield; 1.80 g, 85%, m.p. 409 K).
Refinement
Atoms H9 (for CH), H21 (for OH), H22 (for NH), H3A, H3B (for NH 2 ) and H31, H32 (for H 2 O) were located in difference Fourier maps and refined isotropically, with restrains of O3-H31 = 0.88 (7) Figures Fig. 1 . The molecular structure of (I) with displacement ellipsoids for the non-hydrogen atoms drawn at the 50% probability level. Hydrogen bonds are shown as dashed lines. 
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